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Target Structure-based ligand design / Ligand-based desi gn



Around 8-10 million compounds
available for purchase



CHEMICAL LIBRARIES

• Diversity Oriented

• Target Focused / Target Class Libraries

• Combichem Libraries

• Fragment libraries

• Drugs in market / clinical phase libraries

• ….

How to choose / select compounds from such a large
pool?
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Virtual Screening Cycle



Figure 1. Template for a pharmacophore alignment and hit structures 1–3 from biological testing









Figure 4. Aniline and sulfonamides; inhibition at 10 µM given in parentheses





Epix
Pharmaceuticals

Memory
impairment

Phase II2008

PRX-07034 

PRX-07034 is a serotonin 5HT-6 antagonist in early clinical trials at
Predix Pharmaceuticals for the treatment of cognitive impairment
associated with Alzheimer's disease or schizophrenia. The compound is
also under development for potential use as therapy for obesity and 
Alzheimer's type dementia. 
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